: Weights W i of individual simulations (starting from binding pose 1, 2 or 3) as used in the ALIE1 model for the ligands considered (listed by ID).
ID
Pose 1 Table S4 : Model parameters for the ALIE1 models of CYP2A6 including some adaptations (i.e., calibrated either without compound 22, without compound 16, or with an offset γparameter, in kJ mol −1 ), and for two adapted models with a correction for the ligand's SASA and number of rotatable bonds (with T ∆S in Equation 13 set to 20 kJ mol −1 or 6 kJ mol −1 , respectively, as indicated by the subscript for SASA), together with their respective root-mean-square errors (RMSE, with respect to experiment and in kJ mol −1 ), standard deviation errors in the prediction from leave-one-out cross-validation (SDEP, in kJ mol −1 ) and correlation metrics for the set of compounds considered in this work. Table S1 ). 
